General experimental procedures
Ethanol was dried on molecular sieves (4 Å). Pyrrole was distilled before use. All other chemicals were standard reagent grade and were used without further purification. All air-sensitive and/or moisture-sensitive reactions were conducted under an inert atmosphere. Thin-layer chromatography was carried out by using Merck SiO 2 60F254 plastic plates. Compounds were visualized with vanillin or by examination under UV light. Column chromatography was conducted by using silica gel (Aldrich, 230-400 mesh, 60 Å). 1 H NMR and 13 C NMR spectra were recorded in CDCl 3 or CD 2 Cl 2 by using a Varian 500 spectrometer at 500 and 125 MHz, respectively. Melting points were determined by using a Kofler hot-stage apparatus, and are not corrected. The TBA salts were dried in a vacuum oven for a least 24 h.
Solvents were used as supplied in sealed ampoules, and care was taken to minimize exposure to moisture. However, trace amounts of water could not be removed owing to the extremely hydrophilic nature of the salts. Because water has been demonstrated to lower the values of the observed binding constants, the data given should be considered to be the minimum observable value if operating under strictly anhydrous conditions. Mass spectra were obtained from an Applied Biosystems-MDS Sciex API 4000 triple quadrupole mass spectrometer (Concord, Ont., Canada), equipped with a Turbo-V ionspray (TIS) source. The operative parameters used were as follows: ionspray voltage (IS), 5.5 kV; gas source 1 (GS1), 25; gas source 2 (GS2), 25; turbo temperature (TEM), 300°C
; entrance potential (EP), 10 V; declustering potential (DP), 20 V; scan range, m/z = 300-1500. Each sample for MS (ESI) was prepared by a 1:100 dilution of a dichloromethane solution (2 mg/mL) of the target compound with methanol, 
X-Ray Crystallography
All six of the N-H hydrogen atoms in the structure of in/out-3 were located from _F maps and refined freely subject to an N-H distance constraint of 0.90 Å. Two of the three included acetone solvent molecules were found to be disordered. In each case two partial occupancy orientations were identified, of ca. 74 and 26% occupancy for the O(80)based molecule, and ca. 77 and 23% occupancy for the O(90)-based molecule. Only the non-hydrogen atoms of the major occupancy orientations were refined anisotropically. The methyl hydrogen atoms of the acetone molecules were added in idealised tetrahedral positions and, as they are each on an sp 3 centre bonded to an sp 2 centre, the groups were allowed to rotate about the C-C bond to find the best fit with the electron density map (the SHELXL HFIX/AFIX 137 command). 
